S3 (S)-Ethyl 4-hydroxy-1-isopropyl-4-(nitromethyl)
; HPLC (Chiralpak OD-H column, iPrOH/n-hexane = 10/90, flow rate 1.0 mL/min, λ = 254 nm, t major = 7.56 min, t minor = 1, 162.8, 160.0, 130.5, 128.4, 128.4, 128.3, 106.5, 77.8, 74.0, 60.4, 28.0, 13.6 107.3, 77.7, 73.4, 62.9, 46.3, 29.9, 19.6, 19.0, 18.5, 13. 1, 162.3, 157.8, 133.2, 131.4, 129.8, 129.4, 129.1, 126.8, 107.6, 77.4, 73.9, 60.3, 47.9, 20.0, 19.3, 13.6 6, 162.0, 159.7, 131.7, 130.4, 130.4, 120.4, 115.6, 114.1, 108.0, 78.1, 73.9, 59.5, 55.8, 46.8, 20.0, 19.5, 14.0 Hz, 3H), 1.36 (d, J = 6.9 Hz, 3H), 0.95 (t, J = 7.1 Hz, 3H). 4, 162.8, 161.6, 140.4, 129.2, 129.1, 128.4, 127.4, 126.2, 106.3, 77.7, 73.7, 60.2, 47.2, 21.5, 19.9, 19.0, 13.7 1, 159.6, 133.1, 130.2, 129.2, 129.1, 128.4, 128.2, 127.8, 127.7, 106.7, 78.0, 74.2, 60.7, 13.7 ; HPLC (Chiralpak OD-H column, EtOH/n-hexane = 10/90, flow rate 1.0 mL/min, λ = 254 nm, t major = 9.95 min, t minor = 1, 163.0, 160.2, 130.0, 129.4, 128.6, 128.5, 128.3, 127.2, 106.7, 86.8, 75.2, 60.2, 47.2, 20.0, 19.0, 13.5, 12.6 ; HPLC (Chiralpak AD-H column, EtOH/n-hexane = 10/90, flow rate 1.0 mL/min, λ = 254 nm, t major = 7.74 min, 2, 161.7, 161.0, 130.1, 129.1, 120.8, 114.0, 106.1, 77.7, 73.7, 55.3, 51.3, 47.2, 19.9, 19.0 6, 162.4, 159.9, 159.6, 131.5, 130.5, 120.4, 115.7, 114.0, 107.7, 78.2, 73.9, 55.8, 51.1, 46. 8, 20 . 
Crystal data for 4i
Crystal data and structure refinement for 4i: (CDCC number: CCDC 1435541)
Identification code mo_zm12_0m
Empirical formula C17 H19 Br N2 O6
Formula weight 427.25
Temperature 100(2) K Wavelength 0.71073 A Crystal system, space group Triclinic, P 1
